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+------>  do ig=1,nxyz
|             jg=i2g(ig)




V------>   do ig=1,nxyz
|             rhog_tmp(icnt)=rhog(i2g(ig))
|             fdump_tmp(icnt)=fdump(ig)
|             icnt=icnt+1
V------ enddo
V------>   do ig=1,nxyz
|             rhog_tmp(IG)=rhog_tmp(IG)*fdump_tmp(IG)
V------ enddo
icnt=1
V------>   do ig=1,nxyz
|             rhog(i2g(IG))=rhog_tmp(icnt)












































V------>             DO 101 JG=1,NXYZ
V------ 101    RHO2(JG)=(0.D0,0.D0)
*VDIR NODEP(RHO1)
V------>             DO 100 IG=1,NXYZ
|                    JG=J2G(IG)
V------ 100    RHO1(JG)=P(IG)
୰␎
CALL FFT3BX_ASL(NRX,NRY,NRZ,NXYZ,RHO1,RHO2,WSAVE_XYZ,IFAC_XYZ)
V------>          do ig=1,nxyz
|                 VG(ig)=VGG(ig)+Vloc(ig)
V------ enddo
V------>             DO 300 I=1,NXYZ
|                    fac=dt*dreal( vg(i) )
V------ 300    RHO2(I)=dcmplx( dcos(fac),-dsin(fac) )*RHO1(I)
CALL FFT3FX_ASL(NRX,NRY,NRZ,NXYZ,RHO2,RHO1,WSAVE_XYZ,IFAC_XYZ)
*VDIR NODEP(RHO2)
V------>             DO 110 IG=1,NXYZ
|                    JG=J2G(IG)
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*VDIR NODEP
V------>          DO  IG=1,NXYZ
|                   JG=J2G(IG)
|                   RHO1_R(JG)=dble(P(IG))




&   RHO1_R,RHO1_I,WSAVE_XYZ,IFAC_XYZ)
V------>       do I=1,nxyz
|                VG_R(I)=VGG(I)+Vloc(I)
|                fac=dt*VG_R(I)
|                RHO2_R(I)=(dcos(fac)*RHO1_R(I))-((-dsin(fac))*RHO1_I(I))




V------>          DO  IG=1,NXYZ
|                   JG=J2G(IG)
|                   P(IG)=dcmplx(RHO2_R(JG),RHO2_I(JG))























































3.2 FEMTECK(Finite Element Method





















































































































+           +prg(i,ip,ika,ik)*vpr(kdidx(i,ik),ina)
+           *dconjg(vpr(kdidx(i,ik),inabs(ii))










+       +vpr(kdidx(i,ik),inabs(ii))
+       *upg(i-igbgn+1,iibs(ii),katm(inabs(ii)))
+       *dconjg(vpr(kdidx(i,ik),inabs(jj))






+    upg(i-igbgn+1,iibs(ii),katm(inabs(ii)))
dconjg_tmp(ii)=dconjg(vpr(kdidx(i,ik),inabs(ii))








+       +prg(i,ip,ika,ik)*vpr(kdidx(i,ik),ina)










+       +vpr(kdidx(i,ik),inabs(ii))
+       *upg_tmp(ii)

























































































[6] Whatʟs QMAS , http://qmas.jp/
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